Lead Identification Through the Synergistic Action of Biomolecular NMR and In Silico Methodologies.
The combination of virtual screening with biomolecular NMR can be a powerful approach in the first steps toward drug discovery. Here, we describe how computational methodologies to screen large databases readily available for testing small molecules, in synergy with NMR techniques focused on protein-ligand interactions, can be used in the early lead compound identification process against a protein drug target.